110 parameters H-atom parameters constrained Á max = 0.24 e Å À3 Á min = À0.17 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Data collection: CAD-4 EXPRESS (Enraf-Nonius, 1994); cell refinement: CAD-4 EXPRESS; data reduction: XCAD4 (Harms & Wocadlo, 1995) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. Fig. 1 . The molecular structure of (I), with the atom-numbering scheme. Displacement ellipsoids are drawn at the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) Atomic displacement parameters (Å 2 )
0.0493 (7) 0.0351 (7) 0.0376 (7) −0.0011 (5) 0.0041 (5) −0.0016 (5) O1 0.0678 (8) 0.0436 (7) 0.0690 (9) 0.0043 (5) 0.0273 (7) 0.0064 (5) (6) 0.0513 (7) −0.0052 (5) 0.0012 (6) 0.0059 (5) C5 0.0557 (9) 0.0440 (9) 0.0374 (9) −0.0068 (7) 0.0009 (7) −0.0030 (6) C2 0.0697 (11) 0.0493 (11) 0.0836 (14) 0.0087 (9) 0.0291 (10) 0.0052 (9) C3 0.0577 (11) 0.0523 (11) 0.0756 (13) 0.0029 (8) 0.0071 (9) 0.0127 (9) O3 0.0602 (8) 0.0429 (7) 0.0812 (10) 0.0086 (5) −0.0114 (7) 0.0018 (6) C4 0.0565 (9) 0.0341 (8) 0.0532 (10) 0.0014 (7) 0.0066 (7) −0.0044 (7) C6 0.0490 (9) 0.0464 (9) 0.0413 (9) −0.0051 (7) −0.0054 (7) 0.0051 (7) C7 0.0459 (9) 0.0396 (8) 0.0446 (9) 0.0003 (7) 0.0040 (7) 0.0083 (7) 
